"Judge not, that you be not judged" Bible, Matthew, ch.7

Structure Factor Check
1PPJ

Title: BOVINE CYTOCHROME BC1 COMPLEX WITH STIGMATELLIN AND
ANTIMYCIN
Date: 16-JUN-03
PDB code: 1PPJ
Crystal Structure Factors
Cell parameters: Input
a 128'53;'8‘ b 168'750'8‘ ¢ 231'530'& Nominal resolution range: 935- 2.10A
e LY p: 90.00 000 Reflections in file: 285058
Space group: P 21 21 21 Unique reflections above 0: 285058
Number of NCS-operators: 1 above 10: 278499
NC-symmetry only for information above 30 213616
SFCHECK
Nominal resolution range: 93.5- 2.10 A
(max. from input data, min. from author)
Used reflections: 285058
Completeness: 97.8 %
R_stand(F) = <o(F)>/<F>: 0.079
M odel Anisotropic distribution of Structure Factors
33549 atoms (1370 water molecules) ratio of eigen values.. 1.0000 0.7563 0.6853
NUmber of chains: £l B_overall (by Patterson): 38.5A 2
. Optical resolution: 1.75 A
LTI AT R S E ted opt. resol. for complete data set: 1.75 A
<B> (for atomic model): 498 Az Expec €d opt. Tesol. Tor comp G
o(B): 16.04 A 2 stimated minimal error: 0.029
Matthews coefficient: 2.79
Corresponding solvent % : 55.52 Model vs. Structure Factors
R—factor for all reflections: 0.250
Correlation factor: 0.931
R-factor: 0.253
for F>2.00
nom. resolution range:  93.53 — 2.10A
reflections used: 278697
. Rfree: 0.274
Refinement Nfree: 13880
Program: CNS 1.1 R—factor without free—refl.: 0.252
Nominal resolution range: 935- 2.10A Non free—reflections: 264817
Reported R—factor: 0.224 <u> (error in coords by Luzzati plot): 0.323 A
Number of reflections used: 285060 Estimated maximal error: 0.104 A
Reported Rfree: 0.26 DPI: 0.189 A
Sigma cut-off: N.A. Scaling
Scale: 1.010
Bdiff: -4.23
Anisothermal Scaling (Beta):
4.0089 0.5542 —0.7787 0.0000 0.0000 0.0000
Solvent correction — Ks,Bs:  0.841 250.032
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Local estimation

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index

Side chain or base
<Dens>=0.2090, ¢ = 0.0511
W > 60.
Backbone
4. B-factor
Side chain or base
5. Connect
ATYAQALQSVPETQVSQLDNGLRVASEQSSQPTCTVGVWIDAGSRYESEKNNGAGYFVEHLAFKGTKNRPGNALE
residue number o~ o ] > 9 & o I
chain identifier A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Backbone

2. Density correlation
Side chain or base

W>30 E>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 -
KEVESMGAHLNAYSTREHTAYY IKALSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVFN
residue number N S S N N} S ]
— — Ll — —
chain identifier A
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Local estimation (2)

2. Density correlation
Side chain or base

VNA. (GLY) g-g: r
- prekdone e ey e nnnsuisllauannnntansilsilsainislinsnnnnxinaanliinalSineaunl=ass

1. Shift
o T 7wﬁwf
Side chain or base 20 L
0 =0.1187A 3.0- —
m<o0s 0.80 r
%] merhm

W>30 W@>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
5. Connect
YLHATAFQGTPLAQSVEGPSENVRKLSRADLTEYLSRHYKAPRMVLAAAGGLEHRQLLDLAQKHFSGLSGTYDED
residue number > o I S S I N N
e~ - - - - N o~ N
chain identifier A
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Backbone

2. Density correlation
Side chain or base

H>30 WE>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

1.00

o« I i

residue number

chain identifier
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Local estimation (3)

VN.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 -
KLCQSFQTFNICYADTGLLGAHFVCDHMS IDDMMFVLQGQWMRLCTSATESEVLRGKNLLRNALVSHLDGTTPVC
residue number S N N ] g o ] N
o™ 32} ™ o [32} ™ [32] (32}
chain identifier A
V N.A. (GLY) r
Backbone L
1. Shift B
Side chain or base B
0 =0.1187A L
H<08 =

Backbone

2. Density correlation
Side chain or base

H>30 WE>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

LY

> 60.
Backbone
4. B-factor
Side chain or base .
1.00 r
5. Connect 0.50 H—W—
EDIGRSLLTYGRRIPLAEWESRIAEVDARVVREVCSKYFYDQCPAVAGFGPIEQLPDYNRIRSGMF EVPPHP
residue number ] S S S N S S| D
o (32l < < < < <
chain identifier A B
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Local estimation (4)

VN.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
5. Connect
QDLEFTRLPNGLVIASLENYAPASRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGKL
residue number 9 Q Q g Q © Qg <
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08
Backbone
2. Density correlation
Side chain or base

H>30 WE>15
Backbone
3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511
> 60.
Backbone
4. B-factor
Side chain or base 30.7M_H_U_U—LU—M L i MJ—U_LU—LU—UJ—U—U_U» M J_L L MM—
60. - R — —— - =
1.00
5. Connect 0.50 I
SVTSTRENMAYTVECLRDDVDILMEFLLNVTTAPEFRRWEVAALQPQLRIDKAVALQNPQAHVIENLHAAAYRNA
residue number S ] @ © < g Qg
Ll — — Ll — — Ll
chain identifier B
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Local estimation (5)

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base b M_L
1.00
5. Connect 0.50 ‘m W -
LANSLYCPDYRIGKVTPVELHDYVQNHFTSARMALIGLGVSHPVLKQVAEQFLNIRGGLGLSGAKAKYHGGE IRE
residue number o 8 o 8 1 g 8 <Q
- - - N N N ~N N
chain identifier B
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Backbone

2. Density correlation
Side chain or base

W>30 E>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

residue number

chain identifier
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Local estimation (6)

VNA. (GLY)
prekdone St e T e e e o e e T T T e T
1. Shift P LML O M T TP O o L PV e

Side chain or base
0 =0.1187A

m<08 0.80 r

Backoone 0907 mwi
2. Density correlation = - —

— M
™~V= @O DW O[O OV U_U—U wv%:ﬁ:—\:—[‘:wm::\:ﬁv:mm V=

W>30 W@>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

Side chain or base 0.90
Il > 60. g
Backbone 3

T sosonwe oo SO L P P IO PO

1.00
5. Connect 0.50{ S

FGFYTISQAASAGDVIKAAYNQVKTIAQGNLSNPDVQAAKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPPS
[{] O L} o o @ [{ (e

N ™ < [Ye) «© ~ Q [o2]
(3] [32] o™ 32} ™ o 32} ™

residue number

chain identifier B

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08
Backbone
2. Density correlation
Side chain or base

W>30 E>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

TVLQQIDAVADADVINAAKKFVSGRKSMAASGNLGHTPFIDEL NNAFIDLPAPSNISSWWNFGSLLGICLILQ|
[{=

residue number © © © Lo 0 0
o - N [s2)
=4 = < & ~ N ™
chain identifier B C

SFCHECK 6.0.5




Structure Factor Check
1PPJ

Local estimation (7)

VN.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
5. Connect
ILTGLFLAMHYTSDTTTAFSSVTHICRDVNYGWI IRYMHANGASMFFICLYMHVGRGLYYGSYTFLETWNIGVIL
residue number 0 9 9 w0 8 ) 0 e
- -
chain identifier C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08
Backbone
2. Density correlation
Side chain or base

H>30 WE>15
Backbone
3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511
> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 I
LLTVMATAFMGYVLPWGQMSFWGATV ITNLLSAIPYIGTNLVEWIWGGFSVDKATLTRFFAFHFILPFI IMAIAM
residue number ] o Q 8 8 2 3
— A — — — — —
chain identifier C
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Local estimation (8)

VN.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 +
VHLLFLHETGSNNPTGISSDVDKIPFHPYYT IKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPH IK|
residue number <Y 8 =] g 3 £l 18 8
e~ N N N ~N N N N
chain identifier C
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Backbone

2. Density correlation
Side chain or base

H>30 WE>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 I
PEWYFLFAYAILRSIPNKLGGVLALAFSILILALIPLLHTSKQRSMMFRPLSQCLFWALVADLLTLTWIGGQPVE
residue number LY o I 8 9 & o
o~ ~N N o (32} ™ (32}

chain identifier
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Local estimation (9)

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
5. Connect
HPYITIGQLASVLYFLLILVLMPTAGT IENKLLK SDLELHPPSYPWSHRGLLSSLDHTSIRRGFQVYKQVCS
residue number 2] I 0 Lo ~ — I~ ]
% 8 8 & = 2 =
chain identifier C D
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
W<08

Backbone

2. Density correlation
Side chain or base

W>30 E>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone
4. B-factor
Side chain or base
1.00 L L L
5. Connect 0.50 -
SCHSMDYVAYRHLVGVCYTEDEAKALAEEVEVQDGPNEDGEMFMRPGKLSDYFPKPYPNPEAARAANNGALPPDL
i — — — — — = b —
residue number g a @ = = b=} b= has

— —

chain identifier D
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Local estimation (10)

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15

Backbone
3. Density index

Side chain or base
<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
5. Connect
SYIVRARHGGEDYVFSLLTGYCEPPTGVSLREGLYFNPYFPGQAIGMAPPIYNEVLEFDDGTPATMSQVAKDVCT
residue number b~} b= g o o = b=}
- - - - - - -
chain identifier D
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08
Backbone
2. Density correlation
Side chain or base

W>30 E>15

Backbone
3. Density index

Side chain or base
<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 1 -

FLRWAAEPEHDHRKRMGLKMLLMMGLLLPLVYAMKRHKWSVLKSRKLAYRPPK

residue number p= 2 pa] N = g -
Al N o~ o~ N N

chain identifier D E
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Local estimation (11)

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
5. Connect
STKSSKESSEARKGFSYLVTATTTVGVAYAAKNVVSQFVSSMSASADVLAMSKIE IKLSDIPEGKNMAFKWRGKP
residue number = p] g = a N = >
chain identifier E
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
W<08

Backbone

2. Density correlation
Side chain or base

W>30 E>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (12)

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor =
1.00
) IRKGPAPLNLEVPSYEFTSDDMVIVG LEGIRKWYYNAAGFNKLGLMRDDT IHENDDVKEAIRRLPENLYDDR
residue number E § § o N N g o
chain identifier E F
VNA. (GLY) g T r
peckone L0 HTTH‘HW—W—W—WW:
1. Shift VIV PO 0T
Side chain or base % :MMHM—MMM B
0 =0.1187A 30 C
m<o08 0.807 r
eaidene 0907 M rﬂ_ﬁmﬁwi
2. Density correlation = —
Side chain or base 0.90-{ D D D D D F W L
0.80- -
W>30 E>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

O

T ]

4. B-factor Y
Side chain or base ﬂ J_U—U_U—U—U_H_L—
1.00
5. Connect 0.50 h -

]

residue number

chain identifier
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Local estimation (13)

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index

<Dens>=0.2090, ¢ = 0.0511

Side chain or base gg E] LLU—H_U w MW M LU—UJ_U U W:
15
m> 60. 60

oo 1111 [ V77777
4. B-factor 3
60. - —

1.00
omes oo NI M, T

EQRAFPHYFSKGIPNVLRRTRACILRVAPPFVAFYLVYTWGTQEFEKSKRKNPA| [(VDPLTTVREQCEQLEKCV
residue number pe) g o 3 = 31 Q
chain identifier G H

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
W<08

Backbone

2. Density correlation
Side chain or base

W>30 E>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect T

KARERLELCDERVSSRSQTEEDCTEELLDFLHARDHCVAHKLFNSLK AAVAATSESPVRSVLCRESLRGQAAG

i [} ™ ™ ™ ™ o ] ©
residue number 2 2 B 3 = o < [re)

chain identifier H |
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Local estimation (14)

VNA. (GLY) 3-8: L
: peekdone £0 -, el [l O e L CHI e

1. Shift o
. 1.0 L
Side chain or base 20 7J—U—'—U—LU—L—LU—LLU L
0 =0.1187A 3.0- —
m<o08 0.80 r
peckbone 0l9074‘_|_.—._’_\_m’_"!7—‘ ;:I_L/‘Fl‘\%m I

e O P

2. Density correlation
Side chain or base

5

el

TV:WD oo

W>30 W@>15
Backbone

3. Density index

(il o Al T

d s
I 1" T PP

Side chain or base 2 g L
<Dens> = 02000, © = 0.0511 15 L
> 60. —
Backbone —W
4. B-factor =
Slde Chain * base m -/U_LU—[M ﬂ I _7
5. Connect D o i Il
) RPLVASVSLNVPASVRY [FFERAFDQGADAIYEHINEGKLWKHIKHKYENK [ATYAQALQSVPETQVSQLDNG
residue number g © 8 9,. 8 8 o~ o N
chain identifier | V] N
VNA. (GLY) g-g T
- Backbone 1:0: B
1. Shift
Side chain or base 10 ,WMMWLMWf
2.0 -
0 =0.1187A 3.0-
m<o08 0.807 r

Backbone

2. Density correlation
Side chain or base

W>30 E>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone

4. B-factor

Side chain or base

30.
60.

|

5. Connect

1.00
0.50

residue number

chain identifier

SFCHECK 6.0.5
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Local estimation (15)

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 -
YTKALSKDLPKAVELLADIVQNCSLEDSQIEKERDVILQELQENDTSMRDVVFNYLHATAFQGTPLAQSVEGPSE
residue number 15 N N S g o o N
- - - - - - - -
chain identifier N
VNA. (GLY) g-g: B
Lo e 10+ O e L
1. Shift
. . 1.0 L
Side chain or base 204 L
0 =0.1187A 3.0- —
m<o08 0.807 r
Backbone 0.901 =
2. Density correlation E =
Side chain or base 0.90-{ I D I I F q I I D I I I D -
0.80-

W>30 E>15
Backbone

ety WWWWW.WWﬂﬂm o=l -
Side chain or base 2(5) ] w H—UJ Lu_lw—u—r\—u_u W LH_LLIVII[D:[ r
<Dens>=0.2090, o = 0.0511 15 —

W > 60. 60. ]
4, B-factor 5
60. - =

7.00 — |
5. Connect 0.50 ‘H‘H‘h H‘W -
Ik

NVRKLSRADLTEYLSRHYKAPRMVLAAAGGLEHRQLLDLAQKHFSGLSGTYDEDAVPTLSPCRFTGSQICHREDG
residue number S S S B N S o
— — N N ~N N N

chain identifier N
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Local estimation (16)

VN.A. (GLY)
prekdone oo E e e T e A T O e e H e e e T et
1. Shift
e chai o P MM AP e PR RO O P e
Side chain or base 20
3.0

0 =0.1187A

m<o0s8 0.804 -
Backbone 0.90 L
2. Density correlation —_— MW L
B Y e i = e i = Ry oy e VA W W/ = =TI [V =
Side chain or base 0.90 ﬂ Lu—'_'—u LU

W>30 W@>15
Backbone

3. Density index

Side chain or base

AT

<Dens>=0.2090, ¢ = 0.0511

W > 60.

4. B-factor

5. Connect -
LPLAHVAIAVEGPGWAHPDNVALQVANAI IGHYDCTYGGGAHLSSPLASIAATNKLCQSFQTFNICYADTGLLGA]
residue number S o N S S g N N
N N o~ N N ™ [32] o)
chain identifier N
V N.A. (GLY) 1 r

peckbone T e e e T e e e o O O T e e P e
1. Shift

_ _ 10 7%%%%%,
Side chain or base 204 L
0 =01187A 3.0- —~
m<08 0.80 i
Backbone 0.90+ |

2. Density correlation

=== S —\_,—‘_:——\_»—rw_;f

o ] W w =«—U [
0.80- -

W>30 W>15

Backbone

3. Density index

Side chain or base 2(5) MLMW L‘—U U—M_U qu M/LHJ—U_U—M_H—U LM—U—LUM:
<Dens>=0.2090, ¢ = 0.0511 1:5 —

e ™ T T
Side chain or base  30. *JJ—L J_LL J_L i i L In [ i

g0 o U e Bl i
1.00 —
5. Connect 0.50 B
HFVCDHMS IDDMMFVLQGQWMRLCTSATESEVLRGKNL LRNALVSHLDGTTPVCEDIGRSLLTYGRRIPLAEWES
residue number N 9 S S N ] &
(32} ™ [32] (32} ™ [32] (32l

chain identifier N

SFCHECK 6.0.5




Structure Factor Check
1PPJ

Local estimation (17)

VNA. (GLY) g-g: L
o W O e e d A W e e e

1. Shift
o 10 7%%%% WW‘—%*
Side chain or base 204 L
0 =0.1187A 3.0- —

2. Density correlation -

- —
Side chain or base 0,90 W [Dj—\j:[ﬁzlj eV T [
0.80- L

m<08 0.80 r
pecome 0.9074!_!_‘_LJ_I—\_|_1_1—'_‘—W—»—1—‘ H"—v—t—rﬂ—l—l:lgzmzcms:Ds:::ED;i
e — |

—

=

W>30 W>15 154
Backbone

3. Density index

W o T

[ S
Side chain or base 28 :J» *U_U\/UJ B
<Dens>= 02090, ¢ = 0.0511 1541 = —
W> 60. 0. — r
Backbone 0. T
4. B-factor =

il I
- im0l

.00
5. Connect 0.50 WTW L

RIAEVDARVVREVCSKYFYDQCPAVAGFGPIEQLPDYNRIRSGMFW, EVPPHPQDLEFTRLPNGLVIASLENYA
N N N N N

residue number o~ © ©
=} ] N} 1] <
< < < < < ~ N @
chain identifier N o

V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Backbone

2. Density correlation
Side chain or base

W>30 E>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

PASRIGLFIKAGSRYENSNNLGTSHLLRLASSLTTKGASSFKITRGIEAVGGKLSVTSTRENMAYTVECLRDDYVD]

i © © © © © © © ©
residue number <Q 8 8 = © = S s}

chain identifier ©]

SFCHECK 6.0.5




Structure Factor Check
1PPJ

Local estimation (18)

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
5. Connect
ILMEFLLNVTTAPEFRRWEVAALQPQLRIDKAVALQNPQAHV IENLHAAAYRNALANSLYCPDYRIGKVTPVELH
residue number Q 8 Q 8 8 o 8
- - - - - - -
chain identifier @]
VNA. (GLY) 3-8* r
o e e e e T e e A T T T H e T
1. Shift
side chaimor base 1.0 7MWM&M—WWW,
2.0 =
0 =0.1187A 3.0- —
m<o08 0.80 r
Backbone 0.901 -

2. Density correlation
Side chain or base

W>30 E>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect 050 | Tiw n

residue number

chain identifier

SFCHECK 6.0.5
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Structure Factor Check
1PPJ

Local estimation (19)

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
5. Connect
EANAFSVLQHVLGAGPHVKRGSNATSSLYQAVAKGVHQPFDVSAFNASYSDSGLFGFYTISQAASAGDVIKAAYN
residue number © 8 2 8 <9 @ 8
N N N ™ ™ [32] ™
chain identifier @]
V N.A. (GLY) 7 r

peckbone T e e e e
1. Shift

S o 7W@W@M&MML
Side chain or base 204 L
0 =01187A 3.0- —~
m<08 0.80 i
Backbone 0.90 |

2. Density correlation =

L
Side chain or base (.90 W LU_I—H W‘_‘_’W - oa=r D::,

W>30 W>15 157 r
Backbone %g: B

3. Density index

Side chain or base g;g;www LU—LM—U—H LU_U/I_H_LUVIJ . VUJ—U_H_H U—U_I U_U_H—U HE

<Dens>=0.2090, ¢ = 0.0511 15-

O] Tt ) i
eyl | UL U7 ATl

1.00
5. Connect 0.50 L m -

QVKTIAQGNLSNPDVQAAKNKLKAGYLMSVESSEGFLDEVGSQALAAGSYTPPSTVLQQIDAVADADVINAAKKF
=) © 0 [{=} [{=

. © © ©
residue number < . S ~ 0 ) o —
(32} ™ o (32} ™ [32] < <

chain identifier ©]

SFCHECK 6.0.5




Structure Factor Check

1PPJ

Local estimation (20)

VN.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 T +
VSGRKSMAASGNLGHTPFIDELl [NNAFIDLPAPSNISSWWNFGSLLGICLILQILTGLFLAMHYTSDTTTAFSS
residue number S 3 22} 9 3 Q B &8
< <
chain identifier @] P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Backbone

2. Density correlation
Side chain or base

H>30 WE>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 I

residue number

chain identifier

SFCHECK 6.0.5
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Structure Factor Check
1PPJ

Local estimation (21)

VN.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone
3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511
W > 60.
Backbone
4. B-factor
Side chain or base
5. Connect
WGATVITNLLSAIPYIGTINLVEWIWGGFSVDKATLTRFFAFHFILPFIIMAIAMVHLLFLHETGSNNPTGISSDV
residue number £l 8 8 [ 3 By 8 =t
- - - - - - N N
chain identifier P
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08
Backbone
2. Density correlation
Side chain or base

H>30 WE>15
Backbone
3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511
> 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 I
DKIPFHPYYTIKDILGALLLILALMLLVLFAPDLLGDPDNYTPANPLNTPPHIKPEWYFLFAYAILRSIPNKLGG
residue number 0 F Fed I 8 2 8
o~ o~ N o~ o~ N o~
chain identifier P

SFCHECK 6.0.5




Structure Factor Check

1PPJ

Local estimation (22)

VN.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
[<o0.8
Backbone
2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50 -
VLALAFSILILALIPLLHTSKQRSMMFRPLSQCLFWALVADLLTLTWIGGQPVEHPYITIGQLASVLYFLLILVL
residue number kY 8 v 4 3 Q2 8 3
34 @ ™ ® ] %) ™ 1%
chain identifier P
V N.A. (GLY) 7 r

Backbone

1. Shift ’ H_H—HW

Side chain or base
0 =0.1187A

m<o0s 0.80

eaidene 0807 W H‘Hﬁi
I S o o MMW

2. Density correlation

Side chain or base 0.90-{

W>30 E>15

3. Density index -

15
1.0

o il 1 il 1 !
<Dens>= 02090, ¢ = 0.0511 15 -

> 60. 60.
4. B-factor

Side chain or base  30. —M

60. -

1.00
5. Connect 0.50

]

residue number

chain identifier P

MPTAGT I ENKLLK SDLELHPPSYPWSHRGLLSSLDHTSIRRGFQVYKQVCSSCHSMDYVAYRHLVGVCYTED
0 — — — — — —
g — o~ 3] < [Te}

SFCHECK 6.0.5




Structure Factor Check
1PPJ

Local estimation (23)

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone
4. B-factor
Side chain or base
1.00 L] LI
5. Connect 0.50 } |
EAKALAEEVEVQDGPNEDGEMFMRPGKLSDYFPKPYPNPEAARAANNGALPPDLSY IVRARHGGEDYVFSLLTGY)
residue number — — — — b= — — —
© ~ ® & § 3 8 5
chain identifier Q
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
W<o08

Backbone

2. Density correlation
Side chain or base

W>30 E>15
Backbone

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

residue number

chain identifier

SFCHECK 6.0.5
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Structure Factor Check
1PPJ

Local estimation (24)

VN.A. (GLY)
Backbone B
i O T H o O O e e
it PO I H A IR (O [ OO [P A DO

Side chain or base
0 =0.1187A

m<os 080
Backbone 0.90 i
2. Density correlation L e [ = ll

) —— = E} M = [
Side chain or base O.QOfW W U_u—u_u I u_‘ﬂ_'_‘_'_‘_u—l}.]_l [
H>30 W>15

Backbone
3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
St heln orbese ‘ ] mﬂm
1.00
seas i W I
LMMGLLLPLVYAMKRHKWSVLKSRKLAYRPPK| [SHTDIKVPDFSDYRRPEVLDSTKSSKESSEARKGFSYLVTA]
residue number a 5 § (% = pu} b} - S
chain identifier Q R
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
W<08

Backbone

2. Density correlation
Side chain or base

W>30 E>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone

4. B-factor

Side chain or base

1.00
5. Connect 0.50 W -

TTTVGVAYAAKNVVSQFVSSMSASADVLAMSKIEIKLSDIPEGKNMAFKWRGKPLFVRHRTKKEIDQEAAVEVSQ
—

i ~ ~ — — =] =
residue number b by = b= > S =

chain identifier R

SFCHECK 6.0.5




Structure Factor Check

1PPJ

Local estimation (25)

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

2. Density correlation

Backbone

Side chain or base

W>30 E>15

<Dens>=0.2090, ¢

3. Density index

Backbone

Side chain or base
= 0.0511

2. Density correlation

Backbone

W > 60.
Backbone
4. B-factor
Side chain or base
1.00
5. Connect 0.50
LRDPQHDLERVKKPEWVILIGVCTHLGCVP IANAGDFGGYYCPCHGSHYDASGRIRKGPAPLNLEVPSYEFTSDD]
residue number g =} g b o = = b=
- - - - - - - |
chain identifier R
V N.A. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
m<o08

Side chain or base

W>30 E>15

<Dens>=0.2090, o

3. Density index

Backbone

Side chain or base

= 0.0511

Il > 60.

4. B-factor

Backbone

Side chain or base

5. Connect

SFCHECK 6.0.5

residue number

chain identifier
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Structure Factor Check
1PPJ

Local estimation (26)

V NA. (GLY)
Backbone
1. Shift
Side chain or base
0 =0.1187A
<08

Backbone

2. Density correlation
Side chain or base

W>30 W@>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

W > 60.
Backbone
4. B-factor
Side chain or base
5. Connect , —H
WTKYEEDKSYLEPYLKEVIRERKEREEWAKK [GRQFGHLTRVRHVITYSLSPFEQRAFPHYFSKGIPNVLRRTR
residue number o S § = 3 b = g
chain identifier S 18
3.0 r
N.A. (GLY
Y% (GLY) 204 L
1.0

peckone e ] TH T e e e
. d e e e e 2 e e O
1. Shift
o 10 7+‘—‘JJ—”'U—M—U—LLH_M—U—HJJJ—UM i
Side chain or base 204 L
3.0

0 =0.1187A

m<o08 0.80 r
Backbone 0.901 —

2. Density correlation e

:
Side chain or base 0.90-{ I q [I I I q D I H q [I I ﬂ L
0.80- L

H>30 W>15 154 r
w35 O AT O T e e

3. Density index

S 957 U NPT R IF 5 5 o cﬁclww =" ==~ |

<Dens>=0.2090, ¢ = 0.0511 15-

> 60. 60.
Backbone 30. ]—HWT
4. B-factor
60. = —

.00 X =
.

ACILRVAPPFVAFYLVYTWGTQEFEKSKRKNPAA LVDPLTTVREQCEQLEKCVKARERLELCDERVSSRSQTE

i — — — 92 ™ ™ (3]
residue number o o ~ = ~ ™ <

chain identifier T U

SFCHECK 6.0.5




Structure Factor Check
1PPJ

Local estimation (27)

<Dens>=0.2090, ¢ = 0.0511

VNA. (GLY) 3.07 C

Backbone 2.0 [

, YO e O e e o

1. Shift 5

o Lo PO H [P P A0 QRO H O OO [T OH T

Side chain or base 204 L

0 =0.1187A 3.0- —

o 0.807wmﬁ—rlj_w Mﬂvﬂﬂﬂ

Backbone 0.90 M

2. Density correlation e —— = all.a —

Side chain or base 0.90+ D D I I:I:I:l]—:q:ﬂ]_[l]vm I D I I I L

0.80- L

Backbone 2] L

0.5 r

3. Density index = mals W VI ERER] o

Side chain or base 2 :‘LU_H_U—U—LU UJ_U—U—H—U_U u_u_l—‘ UJ U—LH LNU "—u UJ‘U B

15- =

Side chain or base  30.

ORI i § 0 Ml
HTTAT el 'Ee

1.00

I ||| | ——

EDCTEELLDFLHARDHCVAHKLFNSLK [AAVAATSESPVRSVLCRESLRGQAAGRPLVASVSLNVPASVRY]
residue number @ @ ® N g © g ©
chain identifier (] \Y
VNA. (GLY 3.0+
GLY) 20
1.0

eckbone %WWWWWWW_WW
1. Shift O 00 =

Side chain or base

0 =0.1187A

W<08
Backbone

2. Density correlation
Side chain or base

W>30 E>15
Backbone

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone
4. B-factor
Side chain or base
5. Connect ;
APTLTARLYSLLFRRTSTFALTIVVGALFFERAFDQGADAIYEHINEGKLWKHIKHKYENK] '
i — — — — — —
residue number s ] I b= p= o © ?

chain identifier

[© 501
(@)

[© 501 ]
M 501

SFCHECK 6.0.5




Structure Factor Check
1PPJ

Local estimation (28)

VNA. (GLY) 3.07 L
peckbone 0] oo o e B o e ool pn e
; : 1.0 -
Side chain or base 204 L
0 =0.1187A 3.0- —
m<o0s 0.80 r
Backbone 0.90 i
2. Density correlation = = = - r
Side chain or base 0.90 r
0.80- L

W>30 W>15 157
w8 1 R ekl N A
3. Density index & - r
Side chain or base gg i L
<Dens>= 02090, ¢ = 0.0511 15 —
Backbone 30. D I
4. B-factor :] D D r
Side chain or base  30. | L
60. - -
1.00+ r
5. Connect 0.50 =

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W

k= — — ~ 1—1 — o
— ~ ™ < [Ye) ©

residue number

[T 5021
(T 501-]

=
chain identifier H

VNA. (GLY) g-g: L
: e e S, B D, SRS, SRR ) ) S IS N ) SR, WO N S

1. Shift 5 r
. . 1.0 [

Side chain or base 204 L

0 =0.1187A 3.0- —
m<o08 0.807 i
Backbone 0.90+ L

2. Density correlation e L
Side chain or base 0.90-{ L

W>30 W>15 15
Backbone %g B

3. Density index - =

Side chain or base 2(5) i [
<Dens> = 0.2090, ¢ = 0.0511 1:5 -

W> 60, 60.
4. B-factor

Side chain or base 30, | L

1.00 =
5. Connect 0.50 r

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W,

residue number N V) 32} ™ ] ] ™
o - N o
~ o @ — — — —

chain identifier

SFCHECK 6.0.5




Structure Factor Check
1PPJ

Local estimation (29)

V NA. (GLY)
Backbone

1. Shift

; ; 1.0+
Side chain or base 204 L
0 =0.1187A 3.0- —
m<o08 CH0y i
Backbone 0.90+ I

2. Density correlation - L
Side chain or base 0.90 L

H>30 W>15 1-8’ r
Backbone 6'5: B

3. Density index e

Side chain or base gg i L
<Dens>= 02090, ¢ = 0.0511 15 —
W > 60. 60. 7

Backbone 30

Side chain or base  30. | L

1.00- =
5. Connect 0.50{ H

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W,
o (32} [32] ™ (32} [s2] ™ (32}

residue number Q B © ~ 0 o [} I
— - - — - - N o~

chain identifier

VNA. (GLY)

30
; peckone %8 :mmmﬂﬂw:
1. Shift

: h 1.0 L

Side chain or base 204 L

0 =0.1187A 3.0- —~
m<o08 0.807 i
Backbone 0.90+ L

2. Density correlation e L
Side chain or base 0.90-{ L

0.80- -
m>30 W>15 15
Backbone %g
3. Density index - =
Side chain or base 2(5) i [
<Dens> = 0.2090, ¢ = 0.0511 1:5 -

> 60. 60. 1 r
4. B-factor

Side chain or base 30, | L

1.00 =
5. Connect 0.50 r

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
i < < <t © [oe] © (2]

residue number S > 3 re] © ~ o

o~ [9\] o~ N N o~ N

chain identifier

SFCHECK 6.0.5




Structure Factor Check
1PPJ

Local estimation (30)

V NA. (GLY)
Backbone

. Ot errr o e el e e Pl Lo L e i e oo PP B el

; ; 1.0+
Side chain or base 204 L
0 =0.1187A 3.0- —
m<o08 CH0y i
Backbone 0.90+ I

2. Density correlation - L
Side chain or base 0.90 L

3. Density index

H>30 W>15 154
Backbone ég :ﬂ ’_H

Side chain or base gg i L
<Dens>= 02090, ¢ = 0.0511 15 —
W > 60. 60.

Backbone 30

Side chain or base  30. | L

1.00- =
5. Connect 0.50{ H

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
i (2] o o - — N (32 (2l
residue number =4 S I b=} g S 2 @
N ™ [32] ™ (32} [3e] ™ ™

chain identifier

VNA. (GLY) g-g: L
L e el el I e o I el e P Bl i o

1. Shift S r
; ; 1.0+ [

Side chain or base 204 L

0 =0.1187A 3.0- —
m<08 0.807 i
Backbone 0.90 i

2. Density correlation e L
Side chain or base 0.90-{ L

W>30 W>15 15
Backbone %g B

3. Density index -

Side chain or base 2(5) i [
<Dens> = 0.2090, ¢ = 0.0511 1:5 -

> 60. 60. 5
4. B-factor -

Side chain or base 30, | L

1.00 =
5. Connect 0.50 r

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
i < < < < n n ~

residue number P S =y H [N 32} <

o™ (32 <t < < <t <

chain identifier

SFCHECK 6.0.5




Structure Factor Check
1PPJ

Local estimation (31)

V NA. (GLY) g-g:
) Backbone 1:0 ]
1. Shift e
; ; 1.0
Side chain or base 20
0 =0.1187A 3.0- —
.<08 0.80 -
Backbone 0.90- L
2. Density correlation - L
Side chain or base 0.90 L
0.80- L
W>30 W>15 1.5+ r
oo 38 ) sl LR il ol o L o B D il

3. Density index

Side chain or base gg i B
<Dens>= 02090, ¢ = 0.0511 15 —
W> 60. 60. 7 r

Backbone 30. 1 i
4. B-factor e =

Side chain or base  30. | -

60. - -
1.00 r
5. Connect 0.50 =
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
residue number 3 154 S =4 g s} b~} o]
< < < < n n n [Ye)
chain identifier

VNA. (GLY) g-g T r
: peckbone 10 :MWWWWWMWW:
1. Shift = L
; ; 1.0 =

Side chain or base 204 L
0 =0.1187A 3.0- —
m<o08 0.807 r

Backbone 0.901 =
2. Density correlation e =

Side chain or base 0.90-{ -

0.80- -
H>30 W>15 15 r
Backbone 1.0

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

1.00
0.50+

residue number

chain identifier

SFCHECK 6.0.5
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Structure Factor Check
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Local estimation (32)

V NA. (GLY) g-g:
) Backbone 1:0 ]
1. Shift e
: i 1.0
Side chain or base 20 B
0 =0.1187A 3.0- L
m<o0s8 0.804 =
Backbone 0.90 L
2. Density correlation - L
Side chain or base 0.90+ L
0.80- L
H>30 W>15 154 r
s SITE | LM S D o IO e DT TR

3. Density index

Side chain or base gg i B
<Dens>= 02090, ¢ = 0.0511 15 —
W> 60. 60. 7 -

Backbone 30. 1 i
4. B-factor e =

Side chain or base  30. | -

60. - -
1.00 r
5. Connect 0.50 =
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
residue number b~} 8 Q 5 3 = kY 5
=) e} e © o o © ~
chain identifier

VNA. (GLY) g-g T r
o P 0l & e e el o B B e e e P
1. Shift = L
; ; 1.0 =

Side chain or base 204 L
0 =0.1187A 3.0- —
m<o08 0.807 r

Backbone 0.901 =
2. Density correlation e =

Side chain or base 0.90-{ -

0.80- -
H>30 W>15 15 r
Backbone 1.0

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

> 60.
Backbone

4. B-factor

Side chain or base

5. Connect

1.00
0.50+

residue number

chain identifier
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1PPJ

Local estimation (33)

V NA. (GLY)
Backbone

g I W W P S W e | S B PSS S SRR I
1. Shift

; ; 1.0+
Side chain or base 204 L
0 =0.1187A 3.0- —
m<o08 CH0y i
Backbone 0.90+ I

2. Density correlation - L
Side chain or base 0.90 L

W>30 W>15 15
Backbone 10
05 H

3. Density index

Side chain or base gg i L
<Dens>= 02090, ¢ = 0.0511 15 —
W > 60. 60.

Backbone 30

et Tt AR T

Side chain or base  30. | L

60. - =
1.00 r
5. Connect 0.50 =
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
residue number S v 2 g ] o Qe 3
[ee) [ce] © [ee) [Se} @ © [ce]

chain identifier

VNA. (GLY) g-g: L
- Backbone 104

1. Shift e r
; ; 1.04 r

Side chain or base 204 L

0 =01187A 3.0- —~
m<08 0.80 i
Backbone 0.90 i

2. Density correlation e L
Side chain or base 0.90-{ L

W>30 W>15 154 r
k. 11 I Deeee T N0 T

3. Density index

Side chain or base 2(5) i [
<Dens> = 0.2090, ¢ = 0.0511 1:5 -

W> 60, 60.
4. B-factor =

Side chain or base 30, | L

1.00 =
5. Connect 0.50 r

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
i <t n © © foe) o N

residue number S - I o] 5 [re]

> [<2] o o (<2} 2] S

chain identifier
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Local estimation (34)

V NA. (GLY)
Backbone

1. Shift O o e o e PP b ey, o T T o oo Pl [ et

; ; 1.0+
Side chain or base 204 L
0 =0.1187A 3.0- —
m<o08 CH0y i
Backbone 0.90+ I

2. Density correlation - L
Side chain or base 0.90 L

W>30 W>15 1.5+
e as :M Iﬂi.:lj]:lﬂj_h ﬂ‘ﬂ’\—l—l H—I_I]_IT [ FL[

3. Density index e

Side chain or base gg i L
<Dens>= 02090, ¢ = 0.0511 15 —
W > 60. 60.

Backbone 30

Side chain or base  30. | L

1.00- =
5. Connect 0.50{ H

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
~ N~ N~ o L) N N [s2]

residue number — o ™ 0 © ~ © =2}
o =1 =1 =1 = o S S
=1 =1 = =1 — =1 — —

chain identifier

VNA. (GLY) g-g: L
: peckbone 10 ’MWWWTWWM’

1. Shift e r
: ; 1.0 B

Side chain or base 204 L

0 =01187A 3.0- —~
m<08 0.80 i
Backbone 0.90+ i

2. Density correlation e L
Side chain or base 0.90-{ L

I T T T YN 1 O I
Backbone .
ooy o i 0l 1 Le :

3. Density index - =

Side chain or base 2(5) i [
<Dens> = 0.2090, ¢ = 0.0511 1:5 -

W> 60, 60.
4. B-factor = =

Side chain or base 30, | L

1.00 =
5. Connect 0.50 r

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W
residue number « I [Te] [te) 0 ~

1103

! — — — — —
— — — — — —

chain identifier
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Local estimation (35)

V NA. (GLY) g-g: i
i ectone L0 ’WWWWM’
1. Shift E L
: i 1.0+
Side chain or base 20 B
0 =0.1187A 3.0- L
m<038 0.80 =
Backbone 0.90 L
2. Density correlation - L
Side chain or base 0.90+ L
0.80- L
W>30 W>15 1.5+

3. Density index

Side chain or base gg i L
<Dens>= 02090, ¢ = 0.0511 15 —
W > 60. 60. 7 B

Backbone 30. 1 i
4. B-factor e L

Side chain or base  30. | L

60. - -
1.00+ r
5. Connect 0.50 =
WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W

residue number ° 2 3 =1 N ] { o

— — — o~ N N o~ N

— — i — — i — —

chain identifier

VNA. (GLY) g-g: C
: e N N ) P PSS I, NSNS, I ) I S S
1. Shift & r
: h 1.0 L

Side chain or base 204 L
0 =0.1187A 3.0- —~
m<o08 0.807 i

Backbone 0.90+ L
2. Density correlation e L

Side chain or base 0.90-{ L

0.80- -

S ig]jII:I_El]W_ﬁ_J_L :
Backbone . B

. 1 il ~

3. Density index 4 10 =

Side chain or base 2(5) i [
<Dens> = 0.2090, ¢ = 0.0511 1:5 -
> 60, 60.

Backbone 30.

4. B-factor & r

Side chain or base 30, | L

60. - -
1.00+ r
5. Connect 0.50 r

residue number

chain identifier
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Local estimation (36)

VNA. (GLY) g-g: L
- Backbone 1:0 | L

1. Shift = L
; i 1.04 -

Side chain or base 204 L

0 =0.1187A 3.0- —
m<o08 0.80+ r
Backbone 0.90 I

2. Density correlation - L
Side chain or base 0.90 L

R I T RP T TTTe § PP

3. Density index

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

B> 60. 60.
4. B-factor E -

Side chain or base  30. | L

1.00- =
5. Connect 0.50{ H

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W,
o) o N < © [ee] [oe] —

residue number o ~ o) Py o — N <
] ™ 3] 2] < < < <
— - i — - i — -

chain identifier

VNA. (GLY) g-g: L
; peckbone 10 ’WWMW%HW’

1. Shift e r
; f 1.04 r

Side chain or base 204 L

0 =01187A 3.0- —~
m<08 0.80 i
Backbone 0.90+ L

2. Density correlation e L
Side chain or base 0.90-{ L

W>30 W>15 154

3. Density index -

Side chain or base

<Dens>=0.2090, ¢ = 0.0511

W> 60, 60.
4. B-factor =

Side chain or base 30, | L

1.00 =
5. Connect 0.50 r

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W|
residue number S N < < © o~

145
14
1474
14
14

n n
— —

chain identifier
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1PPJ

Local estimation (37)

3. Density index
Side chain or base
<Dens>=0.2090, ¢ = 0.0511

V NA. (GLY) 3.0 r
Backbone %8: I

1. Shift e e e e e = Y O Y Y O Y Y Y o O O o O R R O
; ; 1.0 L

Side chain or base 20 B

0 =0.1187A 3.0~ L
m<o08 0.80 r
Backbone 0.90 I I L

2. Density correlation - - -8 _ 0= a = - =
Side chain or base 0.90+ L

0.80- L

W>30 W>15 1.5 r
ooore S lbplllln ol el 00 5. e

> 0 o m - O _ = _ o L

- IRETH ool
Backbone 30.
4. B-factor e D D

Side chain or base  30. |

1.00-
5. Connect 0.50{

WWWWWWWWWWWWWWWWWWWWWWWWWWWWWWW W,
Yo ~ [ee}

residue number ™ S v
7o} T 0
- - -

20021

2001
2003

chain identifier

2005

20061

2007

2009

20101

20111

20121

20131

30011

VNA. (GLY) 3.0 B

Backbone %8: B

. h 1.0 L

Side chain or base 204 L

0 =0.1187A 3.0- =
m<o08 0.807

Backbone 0.901

Side chain or base 0.90-{ L

0.80- -

m>30 W>15 i-g’ B
Backbone o B

- o *] Hﬂ_m C

3. Density index U D m 0o H r
Side chain or base 2(5) B L

<Dens>=0.2090, ¢ = 0.0511 1:5 = -

W> 60, 60.
e s THETT
4. B-factor =

Side chain or base  30. L
60. - L
1.00 -
5. Connect 0.50 =
residue number g g g g g ......... 8 ......
2 B B 8 B =
chain identifier I l I l
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